. Selected geometric parameters (A,, o) S1--N1 1.567 (2) N2----C1 i 1.328 (3) S1--N2
1.570 (2) C1----C2 1.537 (3) N1---C1
1.323 (3) N1---S1--N2 127.20 (12) N Ii---C1--N2 128.6 (2) C1--NI---S1
142.2 (2) N I---C1---C2 116.1 (2) cIi--N2----SI 142.0 (2) N2i----CI----C2 115.3 (2) Symmetry code: (i) ~ -x, ½ -y, ½ -z.
The space group was determined from the systematic hkl absences (when -h + k + l :/3n), a statistical analysis of intensity distribution and the successful solution and refinement of the structure. Methyl C atoms of the tert-butyl group were disordered over two sites with unequal occupancy factors [0.42 (1)10.58(1)].
Data collection: MSC/AFC Diffractometer Control Software (Molecular Structure Corporation, 1988 ). Cell refinement:
MSC/AFC Diffractometer Control Software. Data reduction: TEXSAN (Molecular Structure Corporation, 1994 ). Program(s) used to solve structure: PATTY in DIRDIF . Program(s) used to refine structure: SHELXL93 (Sheldrick, 1993) . Molecular graphics: ORTEPII (Johnson, 1976) . Software used to prepare material for publication:
TEXSAN.
We thank the Natural Sciences and Engineering Research Council (Canada) for providing the diffractometer through an equipment grant to the University of Calgary and for an operating grant to RTB. KHM is grateful to the A. von Humboldt Foundation (Germany) for the award of a Feodor-Lynen Fellowship. SDD was supported by the University of Lethbridge Research Fund.
Comment
In the course of a detailed investigation of the chemical and electrochemical properties of neutral dithiadiazole (Boer6 et al., 1993) and diselenadiazole (Boer& Moock & Parvez, 1994) radicals, we synthesized the title compound, (I). To complete the characterization of the selenium series of compounds and in order to understand its structure in the solid state, we undertook a single-crystal diffraction study of (I). Heterocycles of this type are important candidates for a new class of molecular metals based on even stacking of neutral 'Tr' radicals (Oakley, 1993 An ORTEPII (Johnson, 1976) illustration of the title compound is presented in Fig. 1 together with the atomic numbering scheme. Fig. 2 is a stereoview of the unit cell showing the molecular packing. The CN2Se2 and C6H4 rings are planar within experimental error. The two halves of the dimer are aligned almost parallel, being tilted apart by only 4.5 (5) °. The two methoxy groups within the dimer are directed in opposite directions, presumably in order to minimize steric repulsions, and are not involved in close interdimer contacts.
The two Se2N2C rings in the dimer, with a mean Se--Se bond length of 2.344 (3) The interactions between the (CN2Se2)2 pairs in the title compound, which pack the dimers together in a herringbone fashion, are strongly reminiscent of those in the structure of the bifunctional radical [1,4-(Se2N2C)2C6H412 (Cordes et al. 1991 ). The latter structure has two diselenadiazole units per monomer, so that herringbone interdimer interactions occur at both ends of the molecule. In contrast, the title compound contains alternating layers of interacting diselenadiazole moieties and weakly attracting methoxy groups.
Experimental
The title compound was prepared according to Boer4, Moock & Parvez (1994) . Crystals were obtained as dark brown prisms by sublimation in a sealed Pyrex tube contained in a three-zone The space group was uniquely determined from the systematic absences: hOl when h + l = 2n + 1 and 0k0 when k = 2n + 1. The structure was solved by direct methods and refined by full-matrix least-squares calculations. Non-H atoms, except for the C atoms of phenyl rings, were allowed anisotropic displacement parameters; phenyl C atoms were included as regular hexagons with overall isotropic displacement parameters. Allowance was made for anomalous dispersion (Ibers & Hamilton, 1964 ). Program(s) used to refine structure: TEXSAN. Molecular graphics: ORTEPII (Johnson, 1976) . Software used to prepare material for publication: TEXSAN.
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Abstract
The purine fused-ring skeleton in the title compound, 8-amino-7-(2-hydroxy-3-morpholinopropyl)-1,3-dimethyl-3,7-dihydro-lH-purine-2,6-dione, C14H22N604, is planar, while the morpholine ring adopts a chair conformation. Statistical disorder occurs within the hydroxy group. The structure is stabilized by a network of intermolecular hydrogen bonds and the conformation of the 7-aminohydroxyalkyl substituent is determined by an O--H...N intramolecular hydrogen bond.
Comment
Pharmacological investigation of a series of 7,8-disubstituted derivatives of theophylline revealed that 01995 International Union of Crystallography Printed in Great Britain -all rights reserved
We report here the results of the X-ray structure determination of (I) as part of a larger structural and pharmacological study on 7,8-disubstituted theophylline derivatives. The complete crystal structure analysis was expected to yield information concerning the effects of substituents on receptor affinities of compound (I).
Bond lengths and angles in the theophylline skeleton do not differ significantly from those reported for theophylline (Sutor, 1958) and its 7,8-disubstituted derivatives (Karolak-Wojciechowska & Pawtowski, 1990; Karczmarzyk, Karolak-Wojciechowska & Pawtowski, 1991) . In the purine fused-ring system the sixmembered ring is planar to within 0.012(3)A and the five-membered ring is planar to within 0.004 (3)/~. These two rings are inclined at an angle of 0.9 (1)° with respect to each other. The length of the N6---C6 bond and the sum of the valence angles around the N6 atom (358.2 °) show that this atom is sp 2 hybridized and that the amino group is conjugated with the 7r system of the imidazole ring.
The morpholine ring adopts a chair conformation with puckering parameters (Cremer & Pople, 1975) of Q = 0.5593 A and 0 = 178.4 °. The most noteworthy feature is the geometry of the pyramidal N13 ring atom. The C12--N13---C18 angle is significantly larger than the C12--N13---C14 and C14--N13---C18 angles. The opening of this angle indicates a distorted tetrahedral configuration around the N13 atom, probably caused by steric effects. We were particularly interested in the conformation of the aminohydroxyalkyl substituent in the 7-position of the molecule. The torsion angles C6--N5---C10---Cll = -77.0(3), N5---C10---Cll--C12 = -73.2 (3), C10--Cll---C12--N13 = -179.7 (3) and Cll---C12--N13---C14 = 160.1 (3) ° indicate a gauche-
